C 8 H7NO4, orthorhombic, Pccn (no. 56), a = 14.1361(10) Å, b = 15.8923(12) Å, c = 6.6410(6) Å, V = 1491.9(2) Å 3 , Z = 8, Rgt(F) = 0.0406, wR ref (F 2 ) = 0.1155, T = 150(2) K.
10 mmol) was dissolved in 25 mL THF solution and stirred under room temperature for 15 min. The mixed solution was filtered, sealed with perforated parafilm and let evaporate slowly at room temperature. Colorless crystals were harvested after several days, yield: 86.5% (based on 5-methylpyridine-2,3-dicarboxylic acid).
Experimental details
The structure was solved by direct methods with the SHELXS program. All H-atoms from C atoms and O atoms were positioned with idealized geometry and refined isotropically (U iso (H) = 1.2Ueq(C), U iso (H) = 1.2Ueq(N) or U iso (H) = 1.5Ueq(O)) using a riding model with C-H = 0.95 Å, N-H = 0.90 Å and O-H = 0.84 Å, respectively.
Comment
Pyridine-2,3-dicarboxylic acid and their analogues are easily to form inner salts, such as 3-carboxypyridin-1-ium-2carboxylate, which have been reported elsewhere [5] [6] [7] [8] [9] [10] . Here we report the crystal structure of 3-carboxy-5-methylpyridin-1-ium-2-carboxylate.
As shown in the figure, the title compound, 3-carboxy-5-methylpyridin-1-ium-2-carboxylate crystallizes as the inner salt form of the 5-methylpyridine-2,3-dicarboxylic acid. All non-hydrogen atoms are nearly coplanar. The N atom from the pyridine ring is protonated and the carboxyl group in 2-position is deprotonated [5] [6] [7] . There are two kinds of hydrogen bonds: O-H· · · O and N-H· · · O. The intermolecular hydrogen bond N-H· · · O(O1) connects two molecules to generate a dimer. Furthermore there is one intramolecular hydrogen bond (see the figure) . All bond lengths and angles of the 3-carboxy-5-methylpyridin-1-ium-2-carboxylate are comparable to its analogues [5] [6] [7] .
